
Ж У Р Н А Л С Т Р У К Т У Р Н О Й Х И М И И 

2021. Том 62, № 11 Ноябрь  DOI: 10.26902/JSC_id83815 

 

SUPPLEMENTARY MATERIALS TO: 

COMPUTATIONAL INVESTIGATIONS, HIRSHFELD SURFACE ANALYSIS,  

INTERACTION ENERGY CALCULATIONS, AND ENERGY FRAMEWORK  

CRYSTAL STRUCTURE OF METHYL 2-AMINO-5-HYDROXYBENZOATE 

A. Saeed1, G. Shabir1, P.A. Channar1, U. Flörke2, T. Hökelek3, M.F. Erben4 

1Department of Chemistry, Quaid-I-Azam University, Islamabad, Islamic Republic of Pakistan  

  E-mail: shabirg@yahoo.com 
2Hacettepe University, Department of Physics, Beytepe-Ankara, Republic of Turkey  
3Department Chemie, Fakultät fur Naturwissenschaften, Universität Paderborn, Paderborn, Federal Republic of  

  Germany  
4CEQUINOR (UNLP, CONICET-CCT La Plata), Departamento de Química, Facultad de Ciencias Exactas,  

  Universidad Nacional de La Plata, Buenos Aires, República Argentina  

 

 

 

Fig. S1. Calculated [B3LYP/6-31G(d,p)] potential function for internal rotation around the C1-

C7 bond in the ester group of the title compound (for atom numbering see Fig. 1). 
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Fig. S2. Calculated [B3LYP/6-31G(d,p)] potential function for internal rotation around the 

C3-O3 bond in the hydroxyl group of title compound (for atom numbering see Fig. 1). 

 

 


